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force field for one of the relative configurations for each compound. The conformers with Boltzmann-population of over 1% were chosen for ECD calculations. The energies and populations of all dominative conformers were provided in Table 1 . The theoretical calculation was carried out using Gaussian 09 [2] . First, the chosen conformer was optimized at B3LYP/6-311+g(2d,p) level, and conformers with low Boltzmann-populations were filtered. Then, the remaining conformers were further optimized at B3LYP/6-311+g(2d,p) in MeOH using the IEFPCM polarizable conductor calculation model. The theoretical calculation of ECD was conducted in MeOH using
Time-dependent Density functional theory (TD-DFT) at the CAM-B3LYP/6-311+g(2d,p) level for compound 1. Rotatory strengths for a total of 50 excited states were calculated. ECD spectra were generated using the program SpecDis 1.6 (University of Würzburg, Würzburg, Germany) and GraphPad Prism 5 (University of California San Diego, USA) from dipole-length rotational strengths by applying Gaussian band shapes with sigma = 0.2 eV [3] . All calculations were performed with the HighPerformance Grid Computing Platform of Sun Yat-sen University. 
